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Experimental Procedures and

Computational Details
The conformational analyses of the molecular systems described in this study were carried out using the B97D dispersion enabled density functional 1, 2 with an ultrafine grid, in combination with the Def2-TZVPP basis set. 3 Optimized geometries were uniquely characterized via second derivatives (Hessian) analysis. Effects of solvation were taken into account using the COSab method, 4, 5 using the dielectric for dichloromethane and solvent radii from Klamt. 6 From the fully optimized structures, single point NMR computations were performed also in dichloromethane, with the class II NMR method, CSGT. i Calculated NMR values were calibrated to TMS.
Visualization and analysis of structural were carried out using Avogadro. and heating.
